
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF022819\
  Data File : BF112757.D                                          
  Acq On    : 28 Feb 2019  12:54
  Operator  : JU/SJ
  Sample    : K1596-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   4.934   477  484  492 rVB    48320     63622   1.76%   0.174%
  2   5.351   550  555  558 rBV  3524974   3522361  97.34%   9.616%
  3   6.375   724  729  733 rBV  3746294   3578667  98.90%   9.770%
  4   6.510   748  752  756 rBV  3921975   3618455 100.00%   9.879%
  5   6.745   788  792  795 rBV  1197932   1023568  28.29%   2.794%
 
  6   6.898   814  818  822 rBV  3098810   2676149  73.96%   7.306%
  7   7.298   882  886  889 rBV  2379945   2188044  60.47%   5.974%
  8   8.022  1006 1009 1013 rBV  1364387   1156472  31.96%   3.157%
  9   9.098  1188 1192 1195 rBV  3655833   2997009  82.83%   8.182%
 10   9.192  1205 1208 1211 rBV2   49113     46756   1.29%   0.128%
 
 11   9.486  1256 1258 1261 rBV   253732    216550   5.98%   0.591%
 12   9.633  1279 1283 1286 rBV    95768     99780   2.76%   0.272%
 13   9.769  1302 1306 1310 rBV  1199226   1163457  32.15%   3.176%
 14   9.975  1339 1341 1345 rVB2   63007     60706   1.68%   0.166%
 15  10.439  1416 1420 1423 rBV3   34074     41627   1.15%   0.114%
 
 16  10.551  1435 1439 1443 rBV  2214222   2187691  60.46%   5.973%
 17  10.686  1459 1462 1464 rBV3   52641     61202   1.69%   0.167%
 18  10.922  1499 1502 1505 rBV3   68944     68514   1.89%   0.187%
 19  10.998  1513 1515 1521 rVB4   28989     43476   1.20%   0.119%
 20  11.169  1541 1544 1547 rVB    50380     48582   1.34%   0.133%
 
 21  11.251  1554 1558 1560 rBV  1298571   1252008  34.60%   3.418%
 22  11.269  1560 1561 1565 rVB   467852    336361   9.30%   0.918%
 23  11.322  1565 1570 1573 rBV2  195347    180730   4.99%   0.493%
 24  11.357  1573 1576 1582 rBV6   25865     44867   1.24%   0.122%
 25  11.474  1594 1596 1600 rVB    61221     56699   1.57%   0.155%
 
 26  11.751  1641 1643 1645 rBV    65566     47210   1.30%   0.129%
 27  11.786  1645 1649 1653 rBV2  686423    799467  22.09%   2.183%
 28  11.857  1658 1661 1664 rBV   135039    147280   4.07%   0.402%
 29  12.045  1690 1693 1694 rBV    65940     62830   1.74%   0.172%
 30  12.245  1725 1727 1730 rVB4   53165     42785   1.18%   0.117%
 
 31  12.298  1733 1736 1739 rVV3  141494    124310   3.44%   0.339%
 32  12.457  1759 1763 1766 rBV   897753    789185  21.81%   2.155%
 33  12.569  1780 1782 1787 rBV   406902    426728  11.79%   1.165%
 34  12.680  1796 1801 1804 rBV   841224    817069  22.58%   2.231%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF022819\
  Data File : BF112757.D                                          
  Acq On    : 28 Feb 2019  12:54
  Operator  : JU/SJ
  Sample    : K1596-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  12.833  1823 1827 1830 rBV  3533509   3091039  85.42%   8.439%
 
 36  13.080  1866 1869 1871 rBV2  123136    114623   3.17%   0.313%
 37  13.116  1872 1875 1877 rBV   127346    141848   3.92%   0.387%
 38  13.733  1978 1980 1991 rVB5  249266    352667   9.75%   0.963%
 39  13.874  2000 2004 2007 rBV2 1680502   1873227  51.77%   5.114%
 40  13.898  2007 2008 2012 rVB   346140    273021   7.55%   0.745%
 
 41  15.292  2242 2245 2248 rVB   714069    791679  21.88%   2.161%
 
 
                        Sum of corrected areas:    36628321
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF022819\
  Data File : BF112757.D                                          
  Acq On    : 28 Feb 2019  12:54
  Operator  : JU/SJ
  Sample    : K1596-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF022819\
  Data File : BF112757.D                                          
  Acq On    : 28 Feb 2019  12:54
  Operator  : JU/SJ
  Sample    : K1596-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  unknown6.51                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.51   70.70 ng        3618460   1,4-Dichlorobenzene-d4      6.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance Scan 752 (6.510 min): BF112757.D (-748) (-)
132

68

9640 7554 10447 61 87 115

20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79 89 105 1246034

20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132

117

91
39 51 65 77 10527

58 9884 125

6.20 6.40 6.60 6.80

m/z 131.95  100.00%

6.20 6.40 6.60 6.80

m/z  67.95   42.96%

6.20 6.40 6.60 6.80

m/z 134.00   33.15%

6.20 6.40 6.60 6.80

m/z  66.00   28.13%

6.20 6.40 6.60 6.80

m/z  68.95   16.67%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF022819\
  Data File : BF112757.D                                          
  Acq On    : 28 Feb 2019  12:54
  Operator  : JU/SJ
  Sample    : K1596-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  n-Hexadecanoic acid             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.79   12.77 ng         799467   Phenanthrene-d10           11.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 91
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 64

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance Scan 1650 (11.792 min): BF112757.D (-1645) (-)
7343 60

129

97 213115 171157 185 256143 227199 242

20 40 60 80 100 120 140 160 180 200 220 240 260

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171 185143 199 227239

20 40 60 80 100 120 140 160 180 200 220 240 260

5000

m/z-->

Abundance #84453: Tetradecanoic acid
7360

43

129
29 228185

87 115 143101 171 199157 213

20 40 60 80 100 120 140 160 180 200 220 240 260

5000

m/z-->

Abundance #95855: Pentadecanoic acid
736043

129
29 87 242199143 185115 157 171101 213225

11.40 11.60 11.80 12.00 12.20

m/z  72.95  100.00%

11.40 11.60 11.80 12.00 12.20

m/z  43.00   91.54%

11.40 11.60 11.80 12.00 12.20

m/z  59.95   82.70%

11.40 11.60 11.80 12.00 12.20

m/z  57.00   72.92%

11.40 11.60 11.80 12.00 12.20

m/z  55.00   65.55%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF022819\
  Data File : BF112757.D                                          
  Acq On    : 28 Feb 2019  12:54
  Operator  : JU/SJ
  Sample    : K1596-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Benzaldehyde, 3,5-dichloro-...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.86    2.35 ng         147280   Phenanthrene-d10           11.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl2O2      000090-60-8 80
 2 4H-Cyclopenta[def]phenanthrene      190 C15H10         000203-64-5 53
 3 Phenanthrene, 4-methyl-             192 C15H12         000832-64-4 46
 4 Anthracene, 1-methyl-               192 C15H12         000610-48-0 42
 5 5H-Dibenzo[a,d]cycloheptene         192 C15H12         000256-81-5 42

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance Scan 1662 (11.863 min): BF112757.D (-1658) (-)
190

94

16543 57 82 111 210135 22515070 123 177

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190

63
133 17299 14629 7549 11187 16012

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190

94

81 1636339 110 13751 178122 15027

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #54751: Phenanthrene, 4-methyl-
192

16595
8263 15251 125 139

11.60 11.80 12.00 12.20

m/z 190.10  100.00%

11.60 11.80 12.00 12.20

m/z 189.00   94.28%

11.60 11.80 12.00 12.20

m/z 192.05   51.63%

11.60 11.80 12.00 12.20

m/z 191.10   39.62%

11.60 11.80 12.00 12.20

m/z  94.40   28.64%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF022819\
  Data File : BF112757.D                                          
  Acq On    : 28 Feb 2019  12:54
  Operator  : JU/SJ
  Sample    : K1596-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Octadecanoic acid               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.57    4.56 ng         426728   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 70
 4 Nonadecane                          268 C19H40         000629-92-5 25
 5 N-Cyclooct-4-enylacetamide          167 C10H17NO       170952-69-9 25

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance Scan 1782 (12.569 min): BF112757.D (-1780) (-)
43 73

129
97

185 241
284113 203157 268223 320303

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #131258: Octadecanoic acid
43 73

129

97 284185 241
27 113 157 213 267

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #95855: Pentadecanoic acid
7343

129

2421999727 157113 180 225

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #84455: Tetradecanoic acid
73

43 129

185
22897

157113 211

12.20 12.40 12.60 12.80

m/z  43.00  100.00%

12.20 12.40 12.60 12.80

m/z  73.00   89.16%

12.20 12.40 12.60 12.80

m/z  57.00   82.41%

12.20 12.40 12.60 12.80

m/z  60.00   77.87%

12.20 12.40 12.60 12.80

m/z  55.00   69.96%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF022819\
  Data File : BF112757.D                                          
  Acq On    : 28 Feb 2019  12:54
  Operator  : JU/SJ
  Sample    : K1596-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Cyclopentadecane                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.73    3.77 ng         352667   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentadecane                    210 C15H30         000295-48-7 97
 2 1-Heneicosyl formate                340 C22H44O2       077899-03-7 94
 3 Behenic alcohol                     326 C22H46O        000661-19-8 94
 4 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91
 5 9-Tricosene, (Z)-                   322 C23H46         027519-02-4 91

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1979 (13.727 min): BF112757.D (-1978) (-)
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5000

m/z-->

Abundance #69584: Cyclopentadecane
55
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11129
210139 182
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5000

m/z-->

Abundance #177132: 1-Heneicosyl formate
57 83

111

139 294167 266196 222 322340

50 100 150 200 250 300 350

5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139
167 280 308196 224 252

13.40 13.60 13.80 14.00

m/z  57.00  100.00%

13.40 13.60 13.80 14.00

m/z  43.00   83.95%

13.40 13.60 13.80 14.00

m/z  83.05   78.63%

13.40 13.60 13.80 14.00

m/z  55.00   73.79%

13.40 13.60 13.80 14.00

m/z  71.00   61.94%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF022819\
  Data File : BF112757.D                                          
  Acq On    : 28 Feb 2019  12:54
  Operator  : JU/SJ
  Sample    : K1596-02
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown6.51            6.51    70.7 ng    3618460  1   6.75 1023570  20.0
n-Hexadecanoic acid   11.79    12.8 ng     799467  4  11.25 1252010  20.0
Benzaldehyde, 3,5...  11.86     2.4 ng     147280  4  11.25 1252010  20.0
Octadecanoic acid     12.57     4.6 ng     426728  5  13.87 1873230  20.0
Cyclopentadecane      13.73     3.8 ng     352667  5  13.87 1873230  20.0
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